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Supplemental Figure 1. 

PCA analysis for DILI combined training and test set compared with a set of 77 recently approved drugs.  

532 compounds in the DILI training and test set (N= 532, blue) were compared with 77 recently approved drugs obtained from the 
Prous database. The following descriptors were used with Discovery Studio 2.5.5: ALogP, molecular weight, number of hydrogen 
bond donors, number of hydrogen bond acceptors, number of rotatable bonds, number of rings, number of aromatic rings, and 
molecular fractional polar surface area. 0.83 % of the variance was explained with the first three principal components. One outlier 
approved drug molecule is Sugammadex (bottom, yellow). 

 

 



 

 


